Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.035; wR factor = 0.093; data-to-parameter ratio = 16.4.
The title pyrimidine derivative, C 18 H 21 N 3 O 6 , was obtained by the reaction of methyl 2-[2-(benzyloxycarbonyl)aminopropan-2-yl]-5-hydroxy-6-oxo-1,6-dihydropyrimidine-4-carboxylate with dimethyl sulfate in dimethyl sulfoxide. The molecule has a V-shaped structure, the phenyl and the pyrimidine rings making a dihedral angle of 43.1 (1) . The methyl group substituting the pyrimidine ring deviates slightly from the ring mean-plane [C-N-C-C torsion angle = 5.49 (15) ], and the methyl ester substituent has a conformation suitable for the formation of an intramolecular O-HÁ Á ÁO hydrogen bond with the hydroxyl functionality. In the crystal, molecules are linked into chains along the b axis by N-HÁ Á ÁO hydrogen bonds.
Related literature
For the antiretroviral drug raltegravir [systematic name: N-(2-(4-(4-fluorobenzylcarbamoyl)-5-hydroxy-1-methyl-6-oxo-1,6-dihydropyrimidin-2-yl)propan-2-yl)], see: Steigbigel et al. Table 1 Hydrogen-bond geometry (Å , ). representatives. When methyl 2-[2-(benzyloxycarbonyl)aminopropan-2-yl]-5-hydroxy-6-oxo-1,6-dihydropyrimidine-4-carboxylate was reacted with dimethyl sulfate and magnesium methoxide as catalyst in dimethyl sulfoxide (Belyk et al., 2006) , as we designed, in order to synthesize the title compound as the key intermediate of Raltegravir, two products appeared unfortunately. The products were separated by flash chromatography and the structure of the title compound was confirmed by NMR and X-ray analysis. The X-ray results ( Fig. 1) showed that the phenyl and pyrimidine rings are not in a common plane, as found in related compounds (Fun et al., 2011; Shang, Ha, Yu & Zhao, 2011; Shang, Qi, Tao & Zhang, 2011) . The dihedral angle between the two aromatic rings is 43.1 (1) 
Experimental
To a slurry of methyl 2-[2-(benzyloxycarbonyl)aminopropan-2-yl]-5-hydroxy-6-oxo-1,6-dihydropyrimidine-4-carboxylate (1.5 g) and magnesium methoxide (2.1 g) in dimethyl sulfoxide (15 ml) at 70 °C, dimethyl sulfate (3.1 g) was added droply. After addition, the mixture was heated at the same temperature for 8 h. The reaction mixture was then added to 40 ml of HCl 2 N, and then to 100 ml of water. A solid phase appeared when the mixture was stirred with ice-water bath.
The products were filtered and separated by flash chromatography. The title compound (50 mg) was dissolved in 50 ml of ethanol at room temperature and the solvent was slowly evaporated over 10 days, affording colourless single crystals suitable for X-ray analysis. 1150, 1240, 1282, 1492, 1454, 1694, 1738, 2975, 3233, 3398 cm -1 .
Refinement
All H atoms attached to C atoms were placed geometrically and treated as riding atoms, with C-H = 0.95 (aromatic), 0.98 (methyl CH 3 group), or 0.99 Å (methlyene group), with U iso (H)=1.2U eq (carrier C), or U iso (H)=1.5U eq (carrier C). The positions for atoms H2 and H3, bonded to O2 and N3, were refined freely with bond lengths converging to N3-H3 = 0.875 (15) Å and O2-H2 = 0.876 (13) Å. 
Figure 1
The molecular structure of the title compound, drawn with 30% probability ellipsoids. 
